An improvement is made on our previous band results of Sr 2 CuO 3 and Sr 2 CuO 2 Cl 2 by including the extended Sr 4p valence orbital in the present self-consistent calculations. The differences between our improved results and those of others are mainly due to different evaluation of the ionicity in these compounds.
In our recent article the band structures of Sr 2 CuO 3 and Sr 2 CuO 2 Cl 2 were calculated within the local-spin-density approximation ͑LSDA͒ and a correlation correction (LSDA ϩU).
1 Our results differed considerably from those obtained in the Comment 2 and in Ref.
3. Two very important reasons for this are given here. First, our previous small basis set, especially the use of only the 5s orbital for the large-size Sr atom but the absence of the extended Sr 4p valence orbital, 1 is primarily responsible for the differences. In our present self-consistent calculations Sr 4p4d orbitals are added to the valence states. 4 Each atomic ͑actually ionic͒ basis is generated iteratively by solving the Hohenberg-Kohn-Sham equation for each type of atom with nearly the same charge configuration as that calculated in a crystal. 5 The final electron occupance difference in the present calculations is less than 0.05 for each atomic shell. The present calculations suggest that the Sr 4p level ͓around Ϫ15 eV relative to the Fermi level (E F ) and close to the Cl 3s level͔ lies between the O 2s and O 2p͑Cl3p) levels, indicating the necessity of the Sr 4p valence orbital. Non-negligible interaction with the Sr 4p orbital results in a noticeable shift upward of the O 2p͑Cl 3p) levels towards the higher Cu 3d valence states and therefore increasing pd hybridization as seen in Fig. 1 
ionicity and less pd mixing͒ than those in the latter by 0.5-1 eV. This difference is not surprising. Our previous calculation for NiO gave a large p -d energy separation, 6 also calculated by Hugel and Kamal using nearly the same method, 5 while an obviously reduced p -d separation and thus strong pd mixing were calculated by other methods. 7, 8 This discrepancy was ascribed by Hugel and Kamal to the difference in the calculated ionicity and crystal field, and it was also argued by them that a significant charge transfer in NiO is necessary to reproduce satisfactory calculated results. 5 This would be the second reason for the above differences, which are not due to a nonconverged basis set as suggested in the Comment.
The present LSDA calculation using 512k points gives an antiferromagnetic and insulating solution for Sr 2 CuO 3 ͓see Fig. 1͑a͔͒ with a reduced Cu spin moment of 0.12 B and a gap of 0.19 eV, compared with our previous values, which were a little larger due to the underestimated pd hybridization.
1 This insulating solution is ascribed to the much less pd mixing near E F which is related to the low dimensionality ͓one dimensional ͑1D͔͒, in contrast to the two-dimensional (2D͒Sr 2 CuO 2 Cl 2 . Besides, shown in Fig.  1͑b͒ 
